Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.005 Å; R factor = 0.049; wR factor = 0.139; data-to-parameter ratio = 15.2.
In the molecule of the title compound, C 22 H 22 ClN 3 O 2 , the three fused rings of the benzofuro[3,2-d]pyrimidine system are almost coplanar. This ring system is oriented with respect to the substituted benzene ring at a dihedral angle of 79.05 (3) . Intramolecular C-HÁ Á ÁN hydrogen bonding results in the formation of a six-membered ring. In the crystal structure,stacking interactions involving the furan, pyrimidinone and benzene rings are present [centroid-to-centroid distances in the range 3.258 (1)-3.870 (1) Å ].
Related literature
For general background, see: Bodke & Sangapure (2003) ; Ding et al. (2004) ; Janiak (2000) . For a related structure, see: Liu et al. (2006) . For bond-length data, see: Allen et al. (1987) . Mo K radiation = 0.21 mm À1 T = 295 (2) K 0.20 Â 0.10 Â 0.10 mm
Data collection
Bruker SMART 4K CCD areadetector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2003) T Table 1 Hydrogen-bond geometry (Å , ).
Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT-Plus (Bruker, 2001) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: PLATON (Spek, 2003) ; software used to prepare material for publication: SHELXTL (Bruker, 2001) .
3-(4-
The derivatives of benzofuropyrimidines are of great importance because of their remarkable biological properties (Bodke & Sangapure, 2003) . In recent years, we have been engaged in the preparation of derivatives of heterocycles using an aza-Wittig reaction (Ding et al., 2004) . The heterocyclic title compound, (I), may be used as a new precursor for obtaining bioactive molecules, and we report herein its crystal structure.
In the molecule of the title compound, (I), (Fig. 1 ) the bond lengths and angles are within normal ranges (Allen et al., 1987) . They are also in agreement with the corresponding values in a reported similar compound (Liu et al., 2006) . The three fused rings, A (N1/N2/C7-C10), B (O2/C8/C9/C17/C22) and C (C17-C22), of the benzofuro[3,2-d]pyrimidine system are almost co-planar, with a maximum deviation of 0.029 (3) Å (for C17). The co-planar ring system is oriented with respect to the substituted benzene ring D (C1-C6) at a dihedral angle of 79.05 (3)°. The intramolecular C-H···O hydrogen bond (Table 1 ) results in the formation of a six-membered ring.
Intermolecular π-π stacking interactions (Janiak, 2000) involving the furan, pyrimidinone and benzene rings seem to be effective in stabilizing the crystal structure (Fig. 2 ). The furan:furan and furan:pyrimidinone interplanar distances are 3.728 (1) Å and 3.510 (1) Å, while the distances between the adjacent ring centroids are 3.870 (1) Å and 3.744 (1) Å [symmetry code: x, 1 − y, −1/2 + z], respectively. A further interaction occurs between the two adjacent furan and benzene rings [symmetry code: x, 1 − y, 1/2 + z] with an interplanar distance of 3.258 (1) Å and a centroid-to-centroid distance of 3.870 (1) Å.
Experimental
For the preparation of the title compound, diisopropylamine (3 mmol) was added to a solution of ethyl 3-((4chlorophenylimino)methyleneamino)-benzofuran-2-carboxylate (3 mmol) in dichloromethane (5 ml). After stirring the reaction mixture for 1 h, the solvent was removed and anhydrous ethanol (10 ml) with several drops of EtONa in EtOH was added. The mixture was stirred for 2 h at room temperature. The solution was concentrated under reduced pressure and the residue was recrystallized from ethanol to give the title compound (yield; 82%). Single crystals suitable for X-ray analysis were obtained by recrystallization from a mixed solvent of ethanol and dichloromethane (1:1 v/v) at room temperature.
Refinement
H atoms were positioned geometrically, with C-H = 0.93, 0.98 and 0.96 Å, for aromatic, methine and methyl H atoms and constrained to ride on their parent atoms, with U iso (H) = xU eq (C), where x = 1.6 for methyl H, and x = 1.5 for all other H atoms. 
Cell parameters from 3139 reflections a = 11.3713 (7) Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 1.376 (4) C17-C22 1.391 (5) C8-C17 1.448 (5) C18-C19 1.376 (5) C9-O2 1.373 (4) C18-H18 0.9300 C9-C10 1.423 (5) C19-C20 1.392 (6) C10-O1 1.218 (4) C19-H19 0.9300 C10-N1 1.421 (4) C20-C21 1.374 (6) C11-N3 1.483 (4) C20-H20 0.9300 C11-C13 1.515 (5) C21-C22 1.380 (5) C11-C12 1.528 (5) C21-H21 0.9300 C11-H11 0.9800 C22-O2 1.379 (4) C12-H12A 0.9600 C2-C1-C6 120.7 (3) H13A-C13-H13C 109.5 C2-C1-N1 120.4 (3) H13B-C13-H13C 109.5 C6-C1-N1 118.9 (3) N3-C14-C16 109.5 (3) C1-C2-C3 120.0 (3) N3-C14-C15 117.4 (3) C1-C2-H2 120.0 C16-C14-C15 110.9 (3) C3-C2-H2 120.0 N3-C14-H14 106.1 C4-C3-C2 118.6 (3) C16-C14-H14 106.1 
